Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.002 Å; R factor = 0.040; wR factor = 0.098; data-to-parameter ratio = 17.4.
The title compound, C 12 H 10 N 2 O 2 S, is a Schiff base formed from p-toluidine and 5-nitrothiophene-2-carbaldehyde. The C N bond adopts an E configuration. The benzene and thiophene rings form a dihedral angle of 9.2 (1) .
Related literature
For the use of Schiff bases as polydentate ligands, see: Bourget-Merle et al.(2002) ; Halbach & Hamaker (2006) ; Meiswinkel & Werner (2004) ; Xiao et al. (2006); Lagadic (2006) . For their biological activity, see: Siddiqui et al. (2006) et al., 2006; Bourget-Merle et al., 2002; Meiswinkel & Werner, 2004; Halbach & Hamaker, 2006; Lagadic, 2006) . They also represent an important class of biologically active compounds (Siddiqui et al., 2006) . Herein, we report the synthesis and crystal structure of the title compound (I), a new heterocycle-containing Schiff base. The molecular structure of (I) is shown on Fig. 1 . In the molecule of (I), the two aromatic benzene and thiophene rings form a dihedral angle of 9.2 (1)°. The deviation from planarity can be explained by steric repulsion between the phenyl ring and methylene group.
Experimental
The solution of p-toluidine and 5-nitrothiophene-2-carbaldehyde in methanol was stirred for 10 h at ambient temperature.
Then the crude product was isolated by filtration and recrystallized from methanol to yield yellowish title compound. Finally, the compound was dissolved in a small amount of acetone and the solution was kept for 3 days at ambient temperature to give rise to yellowish needle-like crystals by slowly evaporating the solvent.
Refinement
All H atoms were positioned geometrically(C-H=0.93-0.98 Å),and refined as riding with U iso (H)=1.2U eq of the adjacent carbon atom (1.5U eq for methyl hydrogens). The positions of methyl hydrogens were rotationally optimized (AFIX 137). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.12948 (8) 0.0205 (7) 0.0200 (7) 0.0195 (7) 0.0020 (5) 0.0019 (5) 0.0003 (5) C1 0.0210 (8) 0.0204 (8) 0.0472 (11) −0.0026 (7) 0.0047 (8) 0.0001 (8) C2 0.0153 (7) 0.0165 (8) 0.0345 (9) 0.0031 (6) 0.0018 (7) 0.0011 (7) 0.0185 (7) 0.0224 (8) 0.0173 (7) −0.0005 (6) 0.0007 (6) −0.0032 (6) C12 0.0157 (7) 0.0168 (7) 0.0173 (7) 0.0007 (6) 0.0013 (6) −0.0016 (6) supplementary materials sup-4
Geometric parameters (Å, °) S1-C12 1.7237 (15) C3-H3 0.9500 S1-C9 1.7298 (15) C4-C5 1.403 (2) 
